All That Binds Is Not Gold-The Relative Weight of Aurophilic Interactions in Complex Formation.
Often have you heard that complexes containing close Au(I) contacts are strongly influenced by what has come to be known as aurophilic interactions. In this work, local orbital analysis is carried out to separate competing metallophilic and other weak interactions at the correlated level in three selected molecular crystals. We carefully separate and discuss the different contributions to the total interaction energy of dimers and trimers according to their spatial location, and identify the relative weight in binding. Changes according to the orientation of the monomers have also been computed. Our results show that although metallophilic contacts contribute to the overall stability and the structure of the crystals, they are not at all dominant, and ligand-ligand interactions can easily outweigh the latter.